Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.058; wR factor = 0.128; data-to-parameter ratio = 15.1.
In the title compound, C 8 H 7 N 5 O 2 , the dihedral angle between the benzene and tetrazole rings is 63.13 (8) . The crystal structure exhibits intermolecular N-HÁ Á ÁN hydrogen bonds which lead to the formation of one-dimensional chains along the [010] direction.
Related literature
For the applications of tetrazoles, see: Demko & Sharpless (2001) . For our previous work on this class of compounds, see: Zhao et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Symmetry code: (i) x; y À 1; z.
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL/PC (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL/PC.
Comment
Tetrazole ligands have found a wide range of application in medicine chemistry, coordination chemistry and material chemistry (Demko & Sharpless, 2001) . As part of an ongoing program in our laboratory to explore the structural characterization of the tetrazole-related compounds (Zhao et al., 2008) , the crystal structure of the title compound is reported here.
In the molecule of the title compound ( Fig. 1 ) bond lengths and angles have normal values. The dihedral angle between the benzene ring and tetrazole ring is 63.13 (8)°. The crystal structure exhibits intermolecular N-H···N hydrogen bonds which lead to the formation of one dimensional chains along the [010] direction. (Fig. 2 ; Table 1 ).
Experimental
A mixture of 2-(4-nitrophenyl)acetonitrile (20 mmol), NaN 3 (22 mmol) and NH 4 Cl (22 mmol) in DMF (15 ml) was heated at 120°C for 20 h then cooled and the solvent removed under vacuum. The residue was poured into water (20 ml) to give the crude title compound. Colourless prismatic crystals suitable for X-ray analysis were obtained by slow evaporation of a 95% ethanol/water solution.
Refinement
All H atoms were detected in a difference map, but were placed in calculated positions and refined using a riding motion approxmation, with C-H = 0.93-0.97 Å, with U iso (H) = 1.2U eq (C); N-H = 0.87 Å, with U iso (H) = 1.5U eq (N). 0.0432 (9) 0.0243 (8) 0.0348 (9) −0.0038 (7) 0.0085 (7) −0.0009 (7) N2 0.0465 (10) 0.0401 (10) 0.0332 (9) −0.0083 (8) 0.0064 (7) 0.0007 (8) N3 0.0388 (9) 0.0413 (10) 0.0421 (10) −0.0031 (8) 0.0041 (8) 0.0134 (8) supplementary materials sup-4 N4 0.0354 (9) 0.0301 (9) 0.0430 (9) −0.0003 (7) 0.0104 (7) 0.0087 (7) N5 0.0476 (10) 0.0317 (9) 0.0326 (9) −0.0050 (8) 0.0127 (7) −0.0009 (7) C1 0.0318 (9) 0.0234 (9) 0.0352 (10) −0.0035 (7) 0.0102 (7) 0.0009 (7) C2 0.0530 (12) 0.0330 (11) 0.0332 (10) −0.0122 (9) 0.0074 (9) −0.0023 (9) C3 0.0406 (10) 0.0278 (10) 0.0301 (9) −0.0033 (8) 0.0083 (8) −0.0022 (8) C4 0.0354 (10) 0.0395 (11) 0.0336 (10) −0.0073 (9) 0.0021 (8) −0.0012 (9) C5 0.0408 (11) 0.0385 (11) 0.0290 (9) −0.0031 (9) 0.0006 (8) 0.0024 (8) C6 0.0400 (10) 0.0268 (9) 0.0292 (9) −0.0033 (8) 0.0102 (8) −0.0006 (7) C7 0.0333 (10) 0.0439 (12) 0.0365 (10) −0.0045 (9) 0.0048 (8) 0.0031 (9) C8 0.0389 (10) 0.0395 (12) 0.0350 (10) −0.0010 (9) 0.0018 (8) 0.0090 (9) Geometric parameters (Å, °) 
